LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101119\

Data File : VX013033.D

Aca On - 11 Oct 2019 21:46

Operator : JC/SP

sample - K5306-01

Misc - 5.0mL/MSVOA X/WATER CELLLTEY 2 e
ALS Vial : 25 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X100819W.M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.070 25 30 61 rBY 10668671 21639244 100.00% 54.843%
3.033 340 352 368 rBV 2170816 4735422 21.88% 12.002%
rBvV 1689872 5498394 25.41% 13.935%
5.112 682 693 715 rBV 849685 2508894 11.59% 6.359%
5.490 745 755 766 rBV3 90642 257504 1.19% 0.653%
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5.648 771 781 796 rVB 176974 495041 2.29% 1.255%
6.050 837 847 856 rBvV 107388 285572 1.32% 0.724%
6.849 968 978 991 rBvV 266496 623826 2.88% 1.581%
8.709 1277 1283 1290 rBV 542256 843166 3.90% 2.137%
10.111 1502 1513 1525 rBV 501813 785724 3.63% 1.991%

=
QO ~NO®

11 11.135 1674 1681 1687 rBV 385318 514218 2.38% 1.303%
12 12.074 1829 1835 1842 rVB 469409 646262 2.99% 1.638%
13 12.811 1949 1956 1961 rBV2 184176 258866 1.20% 0.656%
14 12.958 1968 1980 1984 rBV 265094 364580 1.68% 0.924%

Sum of corrected areas: 39456713

82X100819W.M Mon Oct 14 16:09:01 2019 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101119\

Data File : VX013033.D

Aca On : 11 Oct 2019 21:46

Operator : JC/SP

Sample : K5306-01

Misc - 5.0mL/MSVOA X/WATER CELLLTEY 2 e
ALS Vial :© 25 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X100819W.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX013033.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101119\

Data File : VX013033.D

Aca On - 11 Oct 2019 21:46

Operator : JC/SP

sample - K5306-01

Misc - 5.0mL/MSVOA X/WATER CELLLTEY 2 e
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Benzoic acid, 2-[(trimethyl.._. Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.81  20.03 ug/l 258866  1,4-Dichlorobenzene-d4  12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzoic acid. 2-T(trimethvisilvl... 282 C13H2203Si2 003789-85-3 50
2 Benzeneethanamine. N-T(pentafluo... 475 C21H26F5N02Si2 055429-85-1 45

1-(3-Chlorophenv)piperazine. 4-... 268 C13H21CIN2Si 1000373-99-3 25
4 4-Methvlcatechol. bis(trimethvls... 268 C13H2402Si2 1000332-79-9 16
5 Monobenzylidene-d-glucose 268 C13H1606 1000127-04-3 9
Abundance Scan 1956 (12.811 min): VX013033.D (-1949) (-) m/z 73.05 100.00%
7B
5000
267
45 59 133 154 179193207 223237251 12.40 12.60 12.80 13.00 13.20
Ol O 08 A e 128l Tm/z 267.00  35.97%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128754: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethyl...
7B
5000 | LN (NI L L L LI L L L
267 12.40 12.60 12.80 13.00 13.20
45 . m/z 268.10 9.73%
31 L| 59 | 9 105119 | 149 179193209 233
A RE RN N e ST LA AL <RI T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
 RER RRARE = aman s
12.40 12.60 12.80 13.00 13.20
5000 m/z 74.10 8.35%
267
44
o 59 91105119 135151 179194209223 250
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #116953: 1-(3-Chlorophenyl)piperazine, 4-trimethylsilyl-
7B 12.40 12.60 12.80 13.00 13.20
101 m/z 59.00  6.16%
128 268
5000 59
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX101119\

Data File : VX013033.D

Aca On - 11 Oct 2019 21:46

Operator : JC/SP

sample - K5306-01

Misc - 5.0mL/MSVOA X/WATER CELLLTEY 2 e
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.96 28.21 ug/1 364580 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_.1Theptan-2-one. 1.3.... 152 C10H160 001195-79-5 95
2 D-Fenchone 152 C10H160 004695-62-9 94
3 L-Fenchone 152 C10H160 007787-20-4 94
4 Cvclohexanone. 5-methvl-2-(1-met... 152 C10H160 015932-80-6 50
5 Ethanone, 1-(2-methyl-2-cyclopen... 124 C8H120 001767-84-6 45
Abundance Scan 1980 (12.958 min): VX013033.D (-1968) (-) m/z 81.10 100.00%

81
5000 69 k
41 150 e e

53 109 12:60 12.80 13.00 13.20

Obrrprrrrprrreprrrprerditree el e e et b M/Z 69.05  46.22%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25263: Bicyclo[2.2.1]heptan-2-one, 1,3,3-trimethyl-
81
5000 69

12.60 12.80 13.00 13.20
152 m/z 41.05 22.82%

109

o 91 123 137
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81
69 12.60 12.80 13.00 13.20
5000 m/z 80.10 12.84%
41
7 152
o 53 01 101109 193 137
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25072: L-Fenchone
g1 12.60 12.80 13.00 13.20
m/z 152.20 12 .45%
5000 69
41
152
oLoa s 2T || 8 o1 109 353 137
T T T T T e T T A e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.60 12.80 13.00 13.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX101119\

VX013033.D

11

JC/SP
K5306-01
5.0mL/MSVOA_X/WATER

25

Oct 2019 21:46

391009760.2-VOA

Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X100819W .M
SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzoic acid, 2-[... 12.81 20.0 ug/I1 258866 4 12.07 646262 50.0
Bicyclo[2.2.1]hep... 12.96 28.2 ug/I1 364580 4 12.07 646262 50.0
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